Key indicators: single-crystal X-ray study; T = 203 K; mean (C-C) = 0.002 Å; R factor = 0.049; wR factor = 0.137; data-to-parameter ratio = 24.5.
In the title molecule, C 16 H 13 FO, the planar 4-fluorophenyl and 4-methylphenyl groups are twisted from the prop-2-en-1-one group by 23.6 (6) and 18.9 (2) , respectively, and by 26.1 (6) from each other. The crystal packing is stabilized by intermolecular C-HÁ Á ÁO hydrogen bonding between a 4-methylphenyl hydrogen and the prop-2-en-1-one group, which links the molecules into a chain along the b axis. Refinement R[F 2 > 2(F 2 )] = 0.050 wR(F 2 ) = 0.137 S = 0.89 4010 reflections 164 parameters H-atom parameters constrained Á max = 0.32 e Å À3 Á min = À0.16 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Related literature
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: CrysAlisPro (Oxford Diffraction, 2007); cell refinement: CrysAlisPro; data reduction: CrysAlisPro; program(s) used to solve structure: SHELXS97 (Sheldrick, 1997); program(s) used to refine structure: SHELXL97 (Sheldrick, 1997); molecular graphics: WinGX (Farrugia, 1999); software used to prepare material sup-1 Acta Cryst. (2007) . E63, o3833 supporting information Acta Cryst. (2007) . E63, o3833 [https://doi.org/10.1107/S160053680703989X] (E)-3-(4-Fluorophenyl)-1-(4-methylphenyl)prop-2-en-1-one Ray J. Butcher, Jerry P. Jasinski, H. S. Yathirajan, B. Narayana and K. Veena
S1. Comment
Chalcones are one of the major classes of natural products with widespread distribution in fruits, vegetables, spices, tea and soy based foodstuff and have recently been subjects of great interest for their interesting pharmacological activities (Di Carlo et al., 1999) . A vast number of naturally occurring chalcones are polyhydroxylated in the aryl rings. The radical quenching properties of the phenolic groups present in many chalcones have raised interest in using these compounds or chalcone rich plant extracts as drugs or food preservatives (Dhar, 1981) . Chalcones can be easily obtained from the aldol condensation of aromatic aldehydes and aromatic ketones. This class of compounds presents interesting biological properties such as cytotoxicity (Pandey et al., 2005; Bhat et al., 2005) , antiherpes and antitumour activity and may be useful for the chemotherapy of leishmaniasis among others (Lawrence et al., 2001) . A review on the bioactivities of chalcones is described (Dimmock et al., 1999) . Chalcones and their heterocyclic analogs as potential antifungal chemotherapeutic agents (Opletalova & Sedivy, 1999 ) and chalcones and flavonoids as anti-tuberculosis agents have been published (Lin et al., 2002) . Several organic compounds of chalcone derivatives are reported to have non-linear optics (NLO) properties because of their excellent blue light transmittance and good crystallization ability (Goto et al., 1991; Indira et al., 2002; Sarojini et al., 2006) . The crystal structures of some fluorinated chalcones, viz., 1-(2,4-dichloro-5- Intermolecular C-H···O hydrogen bonding interactions (Table 1) between H2A from the 4-methylphenyl group and the prop-2-en-1-one oxygen, which link the molecules into a chain along the b axis, stabilize crystal packing (Fig. 2) .
S2. Experimental
4-Fluorobenzaldehyde (1.5 ml, 0.01 mol) in ethanol (50 ml) was mixed with 1-(4-methyl phenyl) ethanone (1.34 ml, 0.01 mol) and the mixture was treated with 10 ml of 10% KOH. The reaction mixture was then kept for constant stirring. The solid precipitate obtained was filtered, washed with alcohol and dried. The crystal growth was carried out in acetone by the slow evaporation technique (m.p.: 400 K). Analysis found: C 79.89, H 5.36%; C 16 H 13 FO requires: C 79.98, H 5.45%.
S3. Refinement
The H atoms, were refined using a riding model with C-H = 0.94-0.97 Å, and with U iso (H) = 1.18-1.50U eq (C). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq F1 1.05207 (9) 0.89421 (9) 0.09765 (9) 0.0545 (3) (7) 0.0227 (7) 0.0015 (7) C4 0.0370 (8) 0.0401 (9) 0.0403 (8) 0.0001 (7) 0.0202 (7) −0.0032 (7) C5 0.0484 (9) 0.0317 (8) 0.0517 (9) 0.0029 (7) 0.0277 (8) 0.0024 (7) C6 0.0446 (8) 0.0342 (9) 0.0492 (9) 0.0008 (7) 0.0302 (8) 0.0072 (7) C7 0.0650 (11) 0.0567 (12) 0.0707 (11) 0.0037 (9) 0.0471 (10) −0.0056 (9) C8 0.0311 (7) 0.0334 (9) 0.0345 (7) 0.0002 (6) 0.0149 (6) 0.0020 (6) (7) 0.0017 (6) C11 0.0334 (7) 0.0308 (8) 0.0352 (7) 0.0001 (6) 0.0177 (6) −0.0023 (6) C12 0.0321 (7) 0.0339 (9) 0.0405 (8) 0.0029 (6) 0.0168 (7) −0.0003 (6) C13 0.0399 (8) 0.0372 (9) 0.0429 (8) 0.0019 (7) 0.0202 (7) 0.0049 (7) C14 0.0361 (8) 0.0442 (10) 0.0396 (8) −0.0048 (7) 0.0224 (7) −0.0057 (7) C15 0.0333 (7) 0.0501 (10) 0.0458 (9) 0.0087 (7) 0.0201 (7) 0.0011 (8) C16 0.0439 (9) 0.0375 (9) 0.0461 (9) 0.0079 (7) 0.0241 (8) 0.0056 (7) Geometric parameters (Å, º) 
